Improving optoelectronic and charge transport properties of D--D type diketopyrrolopyrrole-pyrene derivatives as multifunctional materials for organic solar cells applications
Calculated the longest absorption wavelengths  abs of parent molecule 1 by various methods with 6-31G(d,p) basis set, along with available experimental data.
Table S2
The Calculated E HOMO and E LUMO (in eV) for PC 61 BM and PC 71 BM at PBE0/6-31G (d,p) and B3LYP/6-31G (d,p) levels, along with available experimental data. Electronic Supplementary Material (ESI) for RSC Advances. This journal is © The Royal Society of Chemistry 2019 
